Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.028; wR factor = 0.070; data-to-parameter ratio = 12.5.
atom is seven-coordinate in a distorted capped octahedral geometry by two N atoms of two different pyrimidine dicarboxylate (pmc) ligands, three O atoms from three separate pmc ligands, and two O atoms of disordered nitrate anions or water molecules. The Cd II atoms are bridged by the pmc ligands in a chelating/bridging bis-bidentate and chelating bidentate mode, forming sheets parallel to (201) . The sheets are further linked into a three-dimensional supramolecular network via classical O-HÁ Á ÁO hydrogen bonds involving the nitrate anions and coordinating water molecules. Intramolecular O-HÁ Á ÁO hydrogen bonding is also observed. The non-coordinating nitrate O atoms are disordered over two sets of sites with occupancies of 0.57 (7) and 0.43 (7).
Related literature
For the synthesis, structures and properties of related cadmium coordination polymers with the pyrimidine dicarboxylate ligand, see: Sava et al. (2008) ; Zhang et al. (2008) ; Rodríguez-Dié guez et al. (2007) . For -interactions, see: Janiak (2000) .
Experimental
Crystal data [Cd(C 5 Table 1 Selected bond lengths (Å ).
(ii) Àx þ 1; Ày; Àz þ 1.
Table 2
Hydrogen-bond geometry (Å , ). Symmetry codes: (ii) Àx þ 1; Ày; Àz þ 1; (iii) x þ 1; y; z.
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
O,N:O′,N′)(nitrato-κO)cadmium]
Orrasa In-noi, Kittipnog Chainok and David J. Harding Comment Pyrimidine-2-carboxylate (pmc) ligand exhibits a N 2 O 2 donor set with a charge of -1. Due it is rigidity and directionality, the pmc ligand has been used in the construction of coordination polymers exhibiting permanent microporosity for gas storage (Sava et al., 2008) and antiferromagnetism with T N = 21 K (Rodríguez-Diéguez et al., 2007) . Here, we report the crystal structure of a novel cadmium(II) coordination polymer containing the pmc ligand, [Cd(C 5 
(I). The pmc ligand was unexpectedly hydrolyzed in situ from the 1,4-dihydro-3,6-bis(2′-pyrimidyl)-1,2,4,5-tetrazine (H 2 bmtz) ligand during the crystallization process.
The immediate coordination environment about the cadmium atom in I is shown in Fig. 1 (Sava et al., 2008; Zhang et al., 2008) . Each Cd(II) is connected to four other Cd atoms through three pmc ligands generating two dimensional sheets parallel to (201), Fig. 2 . Within the sheets, the Cd···Cd distances through the µ 2 -carboxylate bridge and the Cd···Cd distances across the pmc ligands are 3.9714 (4) and 6.2427 (3) Å, respectively. The sheets are stabilized by inversion-related pairs of intermolecular O-H···O hydrogen bonds between the coordinated water and nitrate molecules ( Table 2 ). There are, however, no π-π interactions between adjacent pyrimidine rings within the sheets. The distance between C g to C g of the pyrimidine rings of the pmc ligands is 4.114 (3) Å, which is out the range (3.3-3.8 Å) considered for significant π-π interactions (Janiak, 2000) . Further intermolecular O-H···O hydrogen bonds involving the nitrate anions and coordinated water molecules (Table 2) 
Experimental
Cadmium nitrate tetrahydrate (30 mg, 0.10 mmol) was dissolved in 2 ml acetonitrile in a glass vial. A solution of 1,4-dihydro-3,6-bis(2′-pyrimidyl)-1,2,4,5-tetrazine (10 mg, 0.04 mmol) in 2 ml dichloromethane was carefully layered on top of the acetonitrile solution. The reaction mixture was allowed to stand undisturbed at room temperature. Pale-green platelike crystals of I were obtained after three months (yield ca. 7% based on Cd source).
Refinement
The carbon-bound hydrogen atoms were placed in geometrically idealized positions and constrained to ride on their parent atom positions with C-H distances of 0.93 Å and with U iso (H) = 1.2U eq (C) for the aromatic H atoms. The hydrogen atoms attached to oxygen atoms of the water molecules were located in a difference Fourier map and refined as riding in their as-found positions with a DFIX restraint of O-H distance at 0.900±0.001 Å, with U iso (H) = 1.2U eq (O). The nitrate anion was shown to be disordered over two sites in a 0.57 (7) and 0.43 (7) restrained to 1.25±0.01 Å and the O···O distances to 2.17±0.01 Å. The highest peak in the final electron density difference map is located 0.85 Å from Cd1 atom.
Computing details
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT (Bruker, 2002);  program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia,1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
Figure 1
Displacement ellipsoid plot at the 35% probability level of the immediate coordination geometry about the cadmium(II) centre in I. The asymmetric unit is labelled. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (1) 2.04 (3) 2.876 (13) 154 (6) Symmetry codes: (ii) −x+1, −y, −z+1; (iv) x+1, y, z.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (
N1-C1-C2-C3 −0.8 (6) C5-C4-N2-Cd1 iii −9.9 (4) C1-C2-C3-N2 0.0 (6) O2-C5-O1-Cd1 ii −11.1 (5) N1-C4-C5-O2 177.6 (3) C4-C5-O1-Cd1 ii 167.56 (19) N2-C4-C5-O2 −0.9 (4) O2-C5-O1-Cd1 178.3 (3) N1-C4-C5-O1 −1.2 (4) C4-C5-O1-Cd1 −3.0 (4) N2-C4-C5-O1 −179.7 (3) O4-Cd1-O1-C5 −99.9 (2) N2-C4-N1-C1 2.4 (5) N2 i -Cd1-O1-C5 128.0 (3) C5-C4-N1-C1 −176.0 (3) O1 ii -Cd1-O1-C5 172.3 (3) N2-C4-N1-Cd1 −176.8 (2) N1-Cd1-O1-C5 3.9 (2) C5-C4-N1-Cd1 4.8 (4) O3-Cd1-O1-C5 92.2 (2) C2-C1-N1-C4 −0.4 (5) O2 i -Cd1-O1-C5 −37.6 (3) C2-C1-N1-Cd1 178.8 (3) O4-Cd1-O1-Cd1
